Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.036; wR factor = 0.083; data-to-parameter ratio = 13.3.
In the title compound, C 19 H 24 N 2 O 4 S 2 , the dihedral angle formed by the benzene rings is 82.88 (7) , and the molecular conformation is enforced by weak intramolecular C-HÁ Á ÁO contacts. Two C atoms of the 1,4-diazepane ring are disordered over two sets of sites with a refined occupancy ratio of 0.534 (13):0.466 (13). In the crystal, molecules are linked by weak intermolecular C-HÁ Á ÁO interactions into chains parallel to the a axis.
Related literature
For related structures, see: Romba et al. (2002) . For the biological activity of heterocyclic compounds, see: Xu et al. 
Experimental
Crystal data C 19 H 24 N 2 O 4 S 2 M r = 408.52 Orthorhombic, P2 1 2 1 2 1 a = 6.3407 (13) Å b = 10.367 (2) Å c = 30.516 (6) Å V = 2005.9 (7) Å 3 Z = 4 Mo K radiation = 0.29 mm À1 T = 173 K 0.20 Â 0.20 Â 0.10 mm Table 1 Hydrogen-bond geometry (Å , ). 
Data collection
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C10-H10BÁ Á ÁO3 0.
Figure 1
The molecular structure of the title compound, with 40% probability displacement ellipsoids. Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.84854 (9) −0.00702 (6) 0.40081 (2) 0.04437 (16) S2 0.83732 (9) 0.12928 (5) 0.22154 (2) 0.03921 (15) O1 0.7421 (3) 0.08375 (18) 0.42783 (6) 0.0594 (5) O2 1.0685 (3) 0.0089 (2) 0.39251 (7) 0.0716 (6) 
